Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.003 Å; disorder in main residue; R factor = 0.046; wR factor = 0.139; data-to-parameter ratio = 17.2. organic compounds o1242 Fun et al.
The asymmetric unit of the title compound, C 21 H 23 ClN 4 S, contains nine crystallographically independent molecules, labelled A to I. The orientation of the 2-[4-(2-methylpropyl)phenyl]ethyl unit with respect to the rest of the molecule is significantly different in molecules E, F, H and I compared to the other independent molecules. The isobutyl group of molecule B is disordered over two orientations, with occupancies of 0.764 (7) and 0.236 (7) . The benzene rings of the chlorophenyl and methylpropylphenyl units form dihedral angles of 21.90 (11) and 71.47 (11) , respectively, with the triazole ring in molecule A [9.15 (11) and 80.37 (11) in B, 7.14 (11) and 84.06 (11) in C, 25.76 (11) and 76.59 (11) in D, 13.68 (11) and 76.82 (10) in E, 8.38 (11) and 69.77 (10) in F, 30.34 (11) and 78.12 (11) in G, 21.20 (11) and 71.58 (10) in H, and 27.65 (11) and 65.23 (11) in I]. In each independent molecule, a C-HÁ Á ÁS hydrogen bond is observed. The crystal packing is stabilized by N-HÁ Á ÁS and C-HÁ Á ÁS hydrogen bonds, and by C-HÁ Á Á interactions involving the methylpropylphenyl ring.
Related literature
For the activity of ibuprofen, see: Amir & Kumar (2007) . For the activity of 1,2,4-triazol-5-one compounds, see: Demirbas et al. (2002 Demirbas et al. ( , 2004 . For bond-length data, see: Allen et al. (1987) . For related structures, see: Fun et al. (2008a,b) . For hydrogenbond motifs, see: Bernstein et al. (1995) . For the stability of the temperature controller used in the data collection, see: Cosier & Glazer (1986) . Refinement R[F 2 > 2(F 2 )] = 0.046 wR(F 2 ) = 0.139 S = 1.01 38430 reflections 2230 parameters 71 restraints H-atom parameters constrained Á max = 0.84 e Å À3 Á min = À0.63 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx; Ày þ 1; Àz þ 1; (ii) x þ 1; y þ 1; z; (iii) x À 1; y À 1; z; (iv) x þ 1; y; z; (v) x À 1; y; z; (vi) Àx þ 1; Ày þ 1; Àz þ 1; (vii) x; y À 1; z; (viii) Àx þ 2; Ày þ 1; Àz þ 1. Cg1 is the centroid of the N1/C2-C5 ring.
Data collection: APEX2 (Bruker, 2005); cell refinement: SAINT (Bruker, 2005) ; data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008); program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL and PLATON (Spek, 2009 Fig. 1 . The asymmetric unit of the title compound, showing 30% probability displacement ellipsoids and the atom numbering scheme of molecule A and molecule B. For clarity labelling is not shown for the remaining seven molecules. 
Special details
Experimental. The crystal was placed in the cold stream of an Oxford Cyrosystems Cobra open-flow nitrogen cryostat (Cosier & Glazer, 1986) operating at 100.0 (1) K.
Geometry. All e.s.d.'s (except the e.s.d. in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell e.s.d.'s are taken into account individually in the estimation of e.s.d.'s in distances, angles and torsion angles; correlations between e.s.d.'s in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell e.s.d.'s is used for estimating e.s.d.'s involving l.s. planes.
Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (13) N1G 1.21206 (14) 0.32959 (7) 0.05923 (6) 0.0233 (4) H1GB 1.2698 0.3442 0.0550 0.028* N2G
1.17793 (14) 0.27500 (7) 0.04536 (6) 0.0231 (4) N3G
1.06574 (13) 0.31906 (7) 0.07773 (5) 0.0185 (4) N4G 0.98101 (13) 0.32122 (7) 0.09861 (5) 0.0203 (4) C1G 0.80628 (17) 0.33359 (9) 0.14017 (7) 0.0240 (5) (13) N1H 0.38960 (14) 0.47216 (7) 0.08227 (6) 0.0239 (4) H1HB 0.3366 0.4564 0.0900 0.029* N2H 0.41720 (14) 0.52880 (7) 0.09088 (6) 0.0239 (4) N3H 0.52718 (13) 0.48497 (7) 0.05740 (5) 0.0196 (4) N4H 0.61012 (13) 0.48358 (7) 0.03534 (5) 0.0205 (4) C1H 0.79151 (17) 0.47527 (9) −0.00335 (7) 0.0235 (5) (14) 0.62674 (7) 0.52048 (6) 0.0247 (4) N3I 0.72941 (13) 0.58167 (7) 0.48649 (5) 0.0201 (4) N4I 0.81187 (13) 0.57847 (7) 0.46423 (5) 0.0213 (4) C1I 0.98724 (17) 0.56479 (9) 0.42320 (7) 0.0248 (5) (7) 0.0231 (5) C15I 1.04555 (18) 0.69423 (9) 0.57389 (7) 0.0261 (5) 0.0186 (10) 0.0210 (9) 0.0207 (9) −0.0006 (7) 0.0044 (7) −0.0012 (7) N4A 0.0197 (10) 0.0246 (9) 0.0191 (9) 0.0000 (8) 0.0043 (7) 0.0000 (7) C1A 0.0269 (13) 0.0203 (11) 0.0214 (11) 0.0039 (9) 0.0027 (9) 0.0008 (8) C2A 0.0243 (13) 0.0263 (12) 0.0281 (12) 0.0038 (10) 0.0047 (10) 0.0040 (9) C3A 0.0274 (14) 0.0336 (12) 0.0178 (10) 0.0086 (10) 0.0053 (9) 0.0022 (9) C4A 0.0360 (15) 0.0237 (11) 0.0197 (11) 0.0100 (10) 0.0024 (10) −0.0006 (9) C5A 0.0299 (14) 0.0221 (11) 0.0200 (10) 0.0013 (9) 0.0003 (9) 0.0014 (8) C6A 0.0196 (12) 0.0248 (11) 0.0153 (10) 0.0022 (9) 0.0011 (8) 0.0008 (8) C7A 0.0244 (13) 0.0206 (11) 0.0197 (10) −0.0005 (9) −0.0010 (9) 0.0021 (8) C8A 0.0236 (13) 0.0232 (11) 0.0181 (10) −0.0027 (9) 0.0047 (9) 0.0014 (8) C9A 0.0226 (13) 0.0200 (10) 0.0205 (10) 0.0029 (9) 0.0022 (9) 0.0008 (8) C10A 0.0252 (13) 0.0211 (11) 0.0204 (10) −0.0015 (9) 0.0047 (9) −0.0012 (8) C11A 0.0251 (13) 0.0153 (10) 0.0239 (11) −0.0014 (9) 0.0027 (9) −0.0038 (8) (7) N3B 0.0190 (10) 0.0217 (9) 0.0177 (8) −0.0033 (7) 0.0022 (7) 0.0000 (7) N4B 0.0184 (10) 0.0257 (9) 0.0177 (9) −0.0026 (8) 0.0023 (7) 0.0021 (7) C1B 0.0253 (13) 0.0192 (10) 0.0244 (11) 0.0019 (9) 0.0033 (9) 0.0011 (8) C2B 0.0252 (13) 0.0263 (12) 0.0274 (11) 0.0019 (10) 0.0050 (10) 0.0066 (9) C3B 0.0247 (13) 0.0355 (13) 0.0205 (11) 0.0075 (10) 0.0049 (9) 0.0063 (9) C4B 0.0350 (15) 0.0292 (12) 0.0220 (11) 0.0094 (10) 0.0020 (10) −0.0030 (9) C5B 0.0289 (14) 0.0219 (11) 0.0250 (11) 0.0006 (9) −0.0001 (10) 0.0005 (9) C6B 0.0221 (12) 0.0218 (11) 0.0181 (10) 0.0008 (9) 0.0006 (9) 0.0024 (8) C7B 0.0236 (13) 0.0200 (10) 0.0201 (10) −0.0020 (9) −0.0003 (9) 0.0022 (8) C8B 0.0210 (12) 0.0227 (11) 0.0199 (10) −0.0041 (9) 0.0016 (9) 0.0036 (8) C9B 0.0207 (13) 0.0230 (11) 0.0181 (10) 0.0006 (9) 0.0016 (9) 0.0007 (8) C10B 0.0223 (13) 0.0201 (10) 0.0238 (11) −0.0025 (9) 0.0015 (9) −0.0009 (8) C11B 0.0235 (13) 0.0168 (10) 0.0222 (11) −0.0003 (9) 0.0025 (9) −0.0037 (8) C12B 0.0212 (13) 0.0237 (11) 0.0270 (11) −0.0032 (9) 0.0040 (9) −0.0023 (9) C13B 0.0335 (15) 0.0209 (11) 0.0230 (11) −0.0019 (10) 0.0024 (10) 0.0000 (9) 0.0212 (10) 0.0185 (9) 0.0194 (9) −0.0032 (7) 0.0037 (7) 0.0000 (7) N4C 0.0163 (10) 0.0232 (9) 0.0209 (9) −0.0028 (7) 0.0045 (7) 0.0012 (7) C1C 0.0250 (13) 0.0192 (10) 0.0259 (11) 0.0027 (9) 0.0048 (9) −0.0001 (9) C2C 0.0224 (13) 0.0265 (12) 0.0297 (12) 0.0010 (9) 0.0049 (10) 0.0054 (9) C3C 0.0232 (13) 0.0375 (13) 0.0189 (10) 0.0081 (10) 0.0046 (9) 0.0070 (9) (7) N3D 0.0192 (10) 0.0184 (9) 0.0200 (9) −0.0028 (7) 0.0053 (7) −0.0017 (7) N4D 0.0176 (10) 0.0238 (9) 0.0188 (9) −0.0018 (7) 0.0029 (7) −0.0018 (7) C1D 0.0246 (13) 0.0213 (11) 0.0237 (11) 0.0030 (9) 0.0040 (9) −0.0012 (8) C2D 0.0289 (14) 0.0255 (12) 0.0283 (12) 0.0019 (10) 0.0067 (10) 0.0020 (9) C3D 0.0252 (13) 0.0351 (13) 0.0222 (11) 0.0100 (10) 0.0071 (9) −0.0028 (9) C4D 0.0372 (15) 0.0242 (12) 0.0253 (11) 0.0115 (10) 0.0034 (10) −0.0029 (9) C5D 0.0307 (14) 0.0215 (11) 0.0248 (11) 0.0028 (10) 0.0029 (10) −0.0019 (9) C6D 0.0218 (12) 0.0235 (11) 0.0176 (10) 0.0016 (9) 0.0003 (9) −0.0029 (8) C7D 0.0234 (13) 0.0208 (11) 0.0222 (11) −0.0021 (9) −0.0007 (9) −0.0018 (8) C8D 0.0215 (13) 0.0214 (11) 0.0226 (11) −0.0014 (9) 0.0037 (9) 0.0001 (8) C9D 0.0211 (13) 0.0188 (10) 0.0209 (10) 0.0002 (9) 0.0017 (9) −0.0009 (8) C10D 0.0248 (13) 0.0199 (10) 0.0203 (10) −0.0013 (9) 0.0039 (9) −0.0009 (8) C11D 0.0208 (12) 0.0165 (10) 0.0237 (11) −0.0018 (9) 0.0051 (9) −0.0043 (8) C12D 0.0212 (13) 0.0281 (12) 0.0243 (11) −0.0031 (9) 0.0062 (9) −0.0017 (9) C13D 0.0299 (14) 0.0274 (12) 0.0195 (11) −0.0018 (10) 0.0038 (10) 0.0012 (9) C14D 0.0234 (13) 0.0198 (11) 0.0262 (11) 0.0015 (9) 0.0021 (9) −0.0022 (9) C15D 0.0196 (13) 0.0255 (11) 0.0312 (12) −0.0014 (9) 0.0086 (10) −0.0030 (9) C16D 0.0267 (13) 0.0223 (11) 0.0213 (11) −0.0023 (9) 0.0058 (9) −0.0007 (8) C17D
0.0289 (14) 0.0312 (12) 0.0300 (12) 0.0047 (10) 0.0019 (10) 0.0008 (10) 0.0173 (10) 0.0179 (9) 0.0222 (9) −0.0011 (7) 0.0045 (7) 0.0008 (7) N4E 0.0167 (10) 0.0234 (9) 0.0222 (9) 0.0004 (7) 0.0063 (7) 0.0010 (7) (11) 0.0182 (10) 0.0032 (9) 0.0021 (9) −0.0004 (8) C7E 0.0227 (13) 0.0187 (10) 0.0228 (11) 0.0006 (9) 0.0028 (9) 0.0016 (8) C8E 0.0205 (12) 0.0229 (11) 0.0206 (10) −0.0011 (9) 0.0036 (9) 0.0020 (8) C9E 0.0187 (12) 0.0210 (10) 0.0209 (10) 0.0023 (9) 0.0035 (9) −0.0003 (8) supplementary materials sup-16 C10E 0.0202 (12) 0.0170 (10) 0.0249 (11) −0.0006 (9) 0.0066 (9) −0.0008 (8) C11E 0.0199 (12) 0.0128 (9) 0.0256 (11) 0.0017 (8) 0.0060 (9) −0.0017 (8) C12E 0.0204 (13) 0.0233 (11) 0.0300 (12) 0.0030 (9) 0.0102 (10) 0.0000 (9) C13E 0.0336 (14) 0.0191 (11) 0.0242 (11) 0.0044 (9) 0.0107 (10) 0.0007 (8) C14E 0.0225 (13) 0.0157 (10) 0.0279 (11) −0.0004 (9) 0.0043 (9) 0.0004 (8) C15E 0.0187 (12) 0.0231 (11) 0.0314 (12) −0.0028 (9) 0.0076 (10) 0.0011 (9) C16E 0.0229 (13) 0.0209 (11) 0.0248 (11) −0.0020 (9) 0.0079 (9) 0.0022 (8) C17E 0.0293 (14) 0.0259 (12) 0.0289 (12) −0.0026 (10) 0.0013 (10) −0.0001 (9) C18E 0.0260 (13) 0.0329 (12) 0.0221 (11) 0.0055 (10) 0.0071 (9) 0.0002 (9) (8) 0.0216 (9) −0.0004 (7) 0.0060 (7) 0.0008 (7) N4F 0.0182 (10) 0.0237 (9) 0.0199 (9) 0.0012 (7) 0.0058 (7) 0.0007 (7) C1F 0.0219 (13) 0.0223 (11) 0.0245 (11) 0.0056 (9) 0.0035 (9) 0.0013 (9) C2F 0.0238 (13) 0.0293 (12) 0.0262 (11) 0.0015 (10) 0.0050 (10) 0.0059 (9) C3F 0.0221 (13) 0.0424 (14) 0.0191 (11) 0.0089 (10) 0.0058 (9) 0.0032 (9) C4F 0.0320 (15) 0.0331 (13) 0.0208 (11) 0.0131 (11) 0.0016 (10) −0.0041 (9) C5F 0.0265 (13) 0.0209 (11) 0.0268 (11) 0.0062 (9) 0.0017 (10) −0.0005 (9) C6F 0.0192 (12) 0.0223 (11) 0.0194 (10) 0.0033 (9) 0.0027 (9) 0.0024 (8) C7F 0.0201 (12) 0.0195 (10) 0.0220 (10) −0.0007 (9) 0.0019 (9) 0.0019 (8) C8F 0.0199 (12) 0.0215 (11) 0.0204 (10) 0.0008 (9) 0.0028 (9) 0.0052 (8) C9F 0.0200 (12) 0.0213 (11) 0.0204 (10) 0.0022 (9) 0.0020 (9) 0.0006 (8) C10F 0.0217 (12) 0.0202 (10) 0.0214 (10) 0.0007 (9) 0.0051 (9) 0.0005 (8) C11F 0.0204 (12) 0.0136 (10) 0.0255 (11) 0.0009 (8) 0.0060 (9) −0.0006 (8) C12F 0.0196 (12) 0.0253 (11) 0.0278 (11) 0.0033 (9) 0.0097 (9) 0.0000 (9) C13F 0.0287 (14) 0.0236 (11) 0.0229 (11) 0.0033 (9) 0.0106 (10) 0.0010 (9) C14F 0.0233 (13) 0.0174 (10) 0.0246 (11) −0.0015 (9) 0.0023 (9) −0.0008 (8) C15F 0.0168 (12) 0.0243 (11) 0.0307 (12) −0.0049 (9) 0.0073 (9) 0.0008 (9) C16F 0.0266 (13) 0.0196 (10) 0.0225 (11) −0.0037 (9) 0.0090 (9) −0.0007 (8) (7) 0.0054 (7) −0.0003 (7) N4G 0.0174 (10) 0.0232 (9) 0.0201 (9) 0.0007 (7) 0.0038 (7) −0.0008 (7) C1G 0.0243 (13) 0.0219 (11) 0.0253 (11) 0.0042 (9) 0.0034 (9) 0.0003 (9) 0.0170 (10) 0.0205 (9) 0.0224 (9) 0.0015 (7) 0.0063 (7) 0.0013 (7) N4H 0.0178 (10) 0.0231 (9) 0.0210 (9) 0.0013 (7) 0.0054 (7) 0.0001 (7) C1H 0.0224 (13) 0.0229 (11) 0.0247 (11) 0.0036 (9) 0.0026 (9) 0.0026 (9) C2H 0.0229 (13) 0.0285 (12) 0.0261 (11) 0.0014 (10) 0.0049 (10) 0.0058 (9) C3H 0.0188 (12) 0.0364 (13) 0.0175 (10) 0.0076 (10) 0.0021 (9) −0.0031 (9) C4H 0.0264 (14) 0.0266 (12) 0.0242 (11) 0.0071 (10) 0.0029 (10) −0.0039 (9) C5H 0.0238 (13) 0.0224 (11) 0.0255 (11) 0.0010 (9) 0.0027 (9) −0.0012 (9) C6H 0.0170 (12) 0.0232 (11) 0.0182 (10) 0.0012 (9) 0.0011 (8) −0.0008 (8) C7H 0.0177 (12) 0.0219 (11) 0.0216 (10) −0.0003 (9) 0.0024 (9) 0.0023 (8) C8H 0.0198 (12) 0.0224 (11) 0.0209 (10) 0.0014 (9) 0.0046 (9) 0.0030 (8) C9H 0.0164 (12) 0.0209 (10) 0.0219 (10) 0.0026 (9) 0.0041 (9) 0.0000 (8) C10H 0.0176 (12) 0.0209 (10) 0.0255 (11) 0.0007 (9) 0.0061 (9) 0.0024 (8) C11H 0.0198 (12) 0.0140 (10) 0.0251 (11) 0.0012 (8) 0.0060 (9) 0.0027 (8) C12H 0.0211 (13) 0.0241 (11) 0.0295 (12) 0.0040 (9) 0.0101 (10) 0.0006 (9) C13H 0.0314 (14) 0.0226 (11) 0.0231 (11) 0.0060 (10) 0.0098 (10) −0.0012 (9) C14H 0.0216 (13) 0.0146 (10) 0.0289 (11) 0.0008 (9) 0.0045 (9) 0.0010 (8) C15H 0.0164 (12) 0.0256 (11) 0.0306 (12) 0.0009 (9) 0.0092 (9) 0.0031 (9) C16H 0.0222 (13) 0.0224 (11) 0.0235 (11) −0.0002 (9) 0.0100 (9) 0.0016 (8) 0.0181 (10) 0.0199 (9) 0.0231 (9) 0.0004 (7) 0.0060 (7) 0.0008 (7) sup-18 N4I 0.0192 (10) 0.0228 (9) 0.0228 (9) 0.0014 (8) 0.0072 (8) −0.0012 (7) C1I 0.0248 (13) 0.0226 (11) 0.0266 (11) 0.0055 (9) 0.0035 (10) −0.0004 (9) C2I 0.0282 (14) 0.0275 (12) 0.0265 (11) 0.0064 (10) 0.0081 (10) 0.0040 (9) C3I 0.0278 (14) 0.0347 (13) 0.0233 (11) 0.0100 (10) 0.0075 (10) −0.0014 (9) C4I 0.0343 (15) 0.0222 (11) 0.0277 (12) 0.0111 (10) 0.0035 (10) −0.0032 (9) C5I 0.0278 (14) 0.0220 (11) 0.0250 (11) 0.0035 (9) 0.0022 (10) −0.0010 (9) C6I 0.0182 (12) 0.0225 (11) 0.0203 (10) 0.0038 (9) 0.0017 (9) −0.0022 (8) C7I
0.0198 (12) 0.0199 (10) 0.0227 (11) −0.0003 (9) 0.0007 (9) 0.0008 (8) C8I 0.0204 (13) 0.0251 (11) 0.0228 (11) 0.0004 (9) 0.0052 (9) 0.0027 (9) C9I 0.0210 (13) 0.0212 (11) 0.0228 (11) 0.0031 (9) 0.0049 (9) 0.0005 (8) C10I 0.0210 (12) 0.0201 (10) 0.0241 (11) 0.0023 (9) 0.0080 (9) 0.0005 (8) C11I 0.0203 (12) 0.0135 (9) 0.0253 (11) 0.0003 (8) 0.0069 (9) 0.0030 (8) C12I 0.0215 (13) 0.0268 (11) 0.0305 (12) 0.0030 (9) 0.0118 (10) 0.0019 (9) C13I 0.0325 (14) 0.0256 (11) 0.0245 (11) 0.0037 (10) 0.0111 (10) −0.0017 (9) C14I 0.0261 (13) 0.0150 (10) 0.0292 (11) −0.0001 (9) 0.0075 (10) 0.0027 (8) C15I 0.0194 (13) 0.0282 (12) 0.0329 (12) 0.0023 (9) 0.0096 (10) 0.0043 (9) C16I 0.0252 (13) 0.0249 (11) 0.0246 (11) 0.0029 (9) 0.0117 (9) 0.0024 (9) C17I 0.0311 (14) 0.0246 (11) 0.0267 (12) −0.0029 (10) 0.0019 (10) −0.0001 (9) C18I 0.0328 (14) 0.0281 (12) 0.0232 (11) 0.0076 (10) 0.0100 (10) 0.0020 (9) (19) C18F-C20F-H20S 109.5 C12B-C11B-C10B 120.7 (2) C18F-C20F-H20T 109.5 C13B-C12B-C11B 120.8 (2) H20S-C20F-H20T 109.5 C13B-C12B-H12B 119.6 C18F-C20F-H20U 109.5 C11B-C12B-H12B 119.6 H20S-C20F-H20U 109.5 C12B-C13B-C14B 121.3 (2) H20T-C20F-H20U 109.5 C12B-C13B-H13B 119.3 C10F-C21F-H21P 109.5 C14B-C13B-H13B 119.3 C10F-C21F-H21Q 109.5 C13B-C14B-C15B 118.0 (2) H21P-C21F-H21Q 109.5 C13B-C14B-C17B 120.5 (2) C10F-C21F-H21R 109.5 C15B-C14B-C17B 121.5 (2) H21P-C21F-H21R 109.5 C16B-C15B-C14B 120.6 (2) H21Q-C21F-H21R 109.5 C16B-C15B-H15B 119.7 C8G-N1G-N2G 114.40 (17) 108.9 C7G-N4G-N3G 115.11 (17) C18B-C17B-H17C 108.9 C2G-C1G-C6G 120.5 (2) C18X-C17B-H17C 130.9 C2G-C1G-H1GA 119.7 C14B-C17B-H17Q 108.9 C6G-C1G-H1GA 119.7 C18B-C17B-H17Q 108.9 C1G-C2G-C3G 119.2 (2) C18X-C17B-H17Q 74.6 C1G-C2G-H2GA 120.4 H17C-C17B-H17Q 107.7 C3G-C2G-H2GA 120.4 C14B-C17B-H17R 108.2 C4G-C3G-C2G 121.6 (2) C18X-C17B-H17R 107.2 C4G-C3G-Cl1G 119.35 (17) 109.5 C9G-C10G-H10G 108.0 H19G-C19X-H19H 109.5 C11G-C10G-H10G 108.0 C18X-C19X-H19I 109.5 C21G-C10G-H10G 108.0 H19G-C19X-H19I 109.5 C16G-C11G-C12G 118.2 (2) H19H-C19X-H19I 109.5 C16G-C11G-C10G 120.99 (19) C18X-C20X-H20G 109.5 C12G-C11G-C10G 120.83 (19) C18X-C20X-H20H 109.5 C13G-C12G-C11G 120.6 (2) H20G-C20X-H20H 109.5 C13G-C12G-H12G 119.7 C18X-C20X-H20I 109.5 C11G-C12G-H12G 119.7 H20G-C20X-H20I 109.5 C12G-C13G-C14G 121.3 (2) H20H-C20X-H20I 109.5 C12G-C13G-H13G 119.4 C10B-C21B-H21D 109.5 C14G-C13G-H13G 119.4 C10B-C21B-H21E 109.5 C15G-C14G-C13G 117.9 (2) H21D-C21B-H21E 109.5 C15G-C14G-C17G 121.9 (2) C10B-C21B-H21F 109.5 C13G-C14G-C17G 120.2 (2) H21D-C21B-H21F 109.5 C14G-C15G-C16G 121.1 (2) H21E-C21B-H21F 109.5 C14G-C15G-H15G 119.5 C8C-N1C-N2C 114.32 (17) C16G-C15G-H15G 119.5 C8C-N1C-H1CB 122.8 C15G-C16G-C11G 120.9 (2) N2C-N1C-H1CB 122.8 C15G-C16G-H16G 119.5 C9C-N2C-N1C 103.96 (17) C11G-C16G-H16G 119.5 C8C-N3C-C9C 108.14 (17) C18G-C17G-C14G 117.2 (2) C8C-N3C-N4C 132.89 (17) C18G-C17G-H17L 108.0 C9C-N3C-N4C 118.64 (16) C14G-C17G-H17L 108.0 C7C-N4C-N3C 118.28 (17) C18G-C17G-H17M 108.0 C2C-C1C-C6C 120.6 (2) C14G-C17G-H17M 108.0 C2C-C1C-H1CA 119.7 H17L-C17G-H17M 107.2 C6C-C1C-H1CA 119.7 C20G-C18G-C17G 120.7 (3) C1C-C2C-C3C 119.1 (2) C20G-C18G-C19G 113.0 (2) C1C-C2C-H2CA 120.4 C17G-C18G-C19G 111. 
